. Scatter plot of TRPA1 inhibition probability against the predicted binding energy (ΔG) for all TRPA1 inhibitors (weak, moderate, and strong) estimated by the global prediction model. Score -data mining score; pIC50pred -MLR predicted pIC50; ΔG -predicted binding energy (kcal/mol); P -probability of TRPA1 inhibition; I -investigational; V -veterinary approved; E -experimental; A -approved; W-withdrawn. Figure S8 . Chemical structures of three commercially available screening hits. Figure S9 . a -3D binding conformation of desvenlafaxine into putative A-967079 binding site; b -2D diagram of protein-ligand interactions between TRPA1 and desvenlafaxine.
